CuC 2 H 3 N4S, monoclinic, P21/c (no. 14), a = 8.6567(9) Å,
T = 293 K.
CCDC no.: 1460871
The gure shows a part of the title structure (asymmetric unit and three symmetry related ligands). Tables 1-3 contain details of the methods used and a list of the atoms including atomic coordinates and displacement parameters.
Source of material
A mixture of Cu(CH 3 COO) 2 . H 2 O (0.5 mmol), 1-methyl-1H-tetrazole-5-thiol (0.5 mmol) and H 2 O (10 mL) was stirred at room temperature for 30 min. When the pH value was adjusted to about 3.0 with dilute hydrochloric acid, the mixture was transferred into a 25 mL Te on-lined stainless-steel reactor, heated to 393 K for three days. After cooling to room temperature, yellow block crystals of the title coordination polymer suitable for X-ray di raction analysis were obtained by ltration.
Experimental details
The H atoms were placed in calculated positions and rened using a riding model with C-H = 0.96 Å and with U iso (H) = 1.5 Ueq(C).
Discussion
Coordination polymers constructed from 1H-tetrazole-5-thiol and its derivatives have received much attention because of the diverse coordination properties of these ligands [1] [2] [3] [4] [5] [6] [7] [8] . In order to further develop this branch of coordination chemistry research, the title coordination polymer based on Liu and Zhang: C 2 H 3 CuN4S Table 3 : Fractional coordinates and atomic displacement parameters (Å 2 ). 
Atom Site
x y z U U U U U U C( ) e . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) − . ( ) . ( ) − . ( ) C( ) e . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) Cu( ) e . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) − . ( ) . ( ) − . ( ) N( ) e .( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) .( ) N( ) e .( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) .( ) N( ) e .( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) .( ) N( ) e .( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) .( ) S( ) e .( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . (
